Summary table of the protein-ligand systems considered in the study.
✝ ID refers to the indices used in Aldeghi et al. 1 ; ‡ comparison to X-ray not possible due to the lack of a resolved structure. 
Figure S1
Distributions of Spearman correlation values for the protocol W0 and for ABFE calculations, obtained by bootstrap and based on the uncertainties of the experimental affinity measurements and computational predictions. The probability densities on the bottom row show the distribution of r s for ABFE subtracted from the distribution of r s for MMPBSA. The fraction of the area above or below zero is reported on the plots, the median is shown as a dashed line, and a difference value of zero is marked with a vertical gray dotted line.
Figure S2
Distributions of Spearman correlation values for the protocol W0e and for ABFE calculations, obtained by bootstrap and based on the uncertainties of the experimental affinity measurements and computational predictions. The probability densities on the bottom row show the distribution of r s for ABFE subtracted from the distribution of r s for MMPBSA. The fraction of the area above or below zero is reported on the plots, the median is shown as a dashed line, and a difference value of zero is marked with a vertical gray dotted line.
Figure S3
Distributions of Spearman correlation values for the protocols W10, W20, W30, W40, and W5, and for ABFE calculations, obtained by bootstrap and based on the uncertainties of the experimental affinity measurements and computational predictions. The probability densities on the bottom row show the distribution of r s for ABFE subtracted from the distribution of r s for MMPBSA. The fraction of the area above or below zero is reported on the plots, the median is shown as a dashed line, and a difference value of zero is marked with a vertical gray dotted line. 
Figure S3 (continued)

